Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.068; wR factor = 0.179; data-to-parameter ratio = 16.9.
Experimental
Crystal data C 13 H 21 ClO 2 M r = 244.75 Monoclinic, P2 1 =n a = 6.266 (1) Å b = 8.586 (2) Å c = 24.868 (5) Å = 92.24 (3) V = 1336.9 (5) Å 3 Z = 4 Mo K radiation = 0.27 mm À1 T = 298 K 0.30 Â 0.20 Â 0.10 mm
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.923, T max = 0.973 2688 measured reflections 2450 independent reflections 1611 reflections with I > 2(I) R int = 0.068 3 standard reflections every 200 reflections intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.068 wR(F 2 ) = 0.179 S = 1.00 2450 reflections 145 parameters 1 restraint H-atom parameters constrained Á max = 0.45 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CAD-4 Software (Enraf-Nonius, 1985) ; cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. supplementary materials Acta Cryst. (2012) . E68, o3485 [doi:10.1107/S1600536812048544] (E)-4-(2-Chloro-1-hydroxy-2,6,6-trimethylcyclohexyl)but-3-en-2-one Shan Liu, Xiao-Yan Yang and Yu-Ling Zhang Comment (E)-4-(2-Chloro-1-hydroxy-2,6,6-trimethylcyclohexyl)but-3-en-2-one is an important intermediate used to synthesize abscisic acid (ABA), which has important activities as a plant hormone (Sakai, et al., 1992) . We report here the crystal structure of the title compound ( Fig. 1 ).
In the title molecule, bond lengths (Allen et al., 1987) and angles are within normal ranges. In the crystal packing ( Fig. 2), mmolecules are linked to form three-dimensional framework by intra-and intermolecular C-H···Cl, C-H···O and O -H···O hydrogen bonds, which may be effective for the stabilization of the crystals (see, Table 1 ).
Experimental
(E)-4-(2-Chloro-1-hydroxy-2,6,6-trimethylcyclohexyl)but-3-en-2-one was prepared by the reaction of (E)-4-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]heptan-1-yl)but-3-en-2-one (20.8 g, 0.100 mmol) and 1M hydrochloric acid (30 ml) in ethanol (150 ml) at 273 K for 3 h, and separated by column chromatography on silica gel (hexane / ethyl acetate = 8/2, V/V) with a yield of 50%. Single crystals were obtained by dissolving the title compound (0.50 g, 2.04 mmol) in ethyl acetate (30 ml) and evaporating the solvent slowly at 288-293 K for about 1 d.
Refinement
H atoms were positioned geometrically, with O-H = 0.82, and constrained to ride on their parent atoms, with U iso (H) = xU eq (C/O), where x = 1.5 for H.
Computing details
Data collection: CAD-4 Software (Enraf-Nonius, 1985) ; cell refinement: CAD-4 Software (Enraf-Nonius, 1985 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )

